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REMARK coordinates from restrained individual B- factor refinement 
REMARK refinement resolution: 500.0 - 1 . 65 A 
REMARK starting r- 0.2072 free r= 0.2361 
REMARK final r= 0.2072 free"r= 0.2361 

REMARK B rmsd for bonded maincnain atoms= 1.4 27 target- 1.5 
REMARK B rmsd for bonded sidechain atoms= 2.420 target= 2.0 
REMARK B rmsd for angle maincnain atomse 2.189 target" 2.0 
REMARK B rmsd for angle sidechain atoms* 3.63 7 targets 2.5 
REMARK rweight= 0.1000 (with wa= 0.987736) 
REMARK targets mlf steps* 3D 

REMARK sg» PI a= 41.23 b= 65.22 c= 73.38 alpha= 73.11 beta= 85.58 gamma= 85.8 

REMARK parameter file 1 : CNS_TOPPAR:pratexn_rep.param 

REMARK parameter file 2 : CNS_TOPPAR: water rep.param 

REMARK molecular structure file: amy .mtf 

REMARK input coordinates: amy.pdb 

REMARK reflection file* amy.cv 

REMARK ncs« none 

REMARK B-correction resolution: 6.0 - 1.65 
REMARK initial B- factor correction applied to fobs : 
REMARK Bll= -3.662 B22= 2.485 B33= 1.177 
REMARK B12= 2.042 B13= 2.748 B23= -0.502 

REMARK B-f actor correction applied to coordinate array B : 0.012 

DUMIVDV Villi V- eft! irant* . ri an pi fif 1 otral . n O C A A A / 7\ -J » «. n d rvi -l 



REMARK bulk solvent: density 
REMARK reflections with Fobs 
REMARK reflections with (Fobs 



evel= 0.36444 e/A^3, B-factor= 46.013 6 A~2 
/sigma F < 0 . 0 re j ected 
> 100T)0 * rms(Fobs) rejected 
REMARK theoretical total number of ref 1 . in resol. range: 87646 ( 100.0 % ) 

REMARK number of unobserved reflections (no entry or IfUo) : 2 854 ( 3.3 % ) 
REMARK number of reflections rejected: " 0 ( 0.0 % ) 

REMARK total number of reflections used: B4792 { 96.7 % ) 

REMARK number of reflections in working set: 80566 ( 91.9 % ) 

REMARK number of reflections in test set: 4226 ( 4.8 % ) 

CRYST1 41.230 65.220 73.380 73 . 11 85 . 58 85 . B0 P 1 
REMARK FILENAME="/work/olieric/db/db2-5 PI/ ens /b individual . pdb" 
REMARK DATE: 31 -Mar -03 11:57:01 created by user: olieric 

REMARK VERSION: 1.1 
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Figure 1 (1) 
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Figure 1 (continued 4) 
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Figure 1 (continued 5) 
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Figure 1 (continued 6) 
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Figure 1 (continued 8) 
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Figure 1 (continued 9) 
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Figure 1 (continued 18) 
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Figure 1 (continued 19) 
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Figure 1 (continued 29) 
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Figure 1 (continued 34) 
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Figure 1 (continued 40) 
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Figure 1 (continued 47) 
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Figure 1 (continued 55) 
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Figure 1 (continued 58) 
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Figure 1 (continued 63) 
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Figure 2 
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Figure 3A Figure 3B 
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Figure 3D 
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Figure 4 
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Figure 5B 
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Figure 6 
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